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Deliverable D8.5: Specific MATCHIT deliverables (software
repository) available online.

To help ensure a legacy for the MATCHIT project, the public software repository is expanded
at the project conclusion. After possible final reviewer comments and suggestions, the
software repository will be updated and continue as a part of the general MATCHIT web at
http://fp7-matchit.eu.

The direct path to the current version of the online software repository (D8.5) as of April 16,
2013: http://fp7-matchit.eu/index.php?page=software-repository,

This patch should bring you to the webpage below.
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Paper on the cover of
ChemBioChem

Category: General

Posted by: lone

Rafal Wieczorek, Mark Dorr and
Pierre-Alain Monnard from the
MATCHIT Consortium have
published a paper on the formation
of phosphodiester bonds catalyzed
by dipeptides in water/ice eutectic
phases. The article is highlighted
on the cover of ChemBioChem.
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LAMMPS Implementation of Directional Dynamic Bonding Framework

Developer: Carsten Svaneborg

A

We have extended the Large-scale Atomic/Molecular Massively Parallel
Simulator (LAMMPS) to support directional bonds and dynamic bonding. The
framework supports stochastic formation of new bonds, breakage of existing
bonds, and conversion between bond types. Bond formation can be controlled
to limit the maximal functionality of a bead with respect to various bond types.
Concomitant with the bond dynamics, angular and dihedral interactions are
dynamically introduced between newly connected triplets and quartets of
beads, where the interaction type is determined from the local pattern of bead
and bond types. When breaking bonds, all angular and dihedral interactions
involving broken bonds are removed. The framework allows chemical reactions
to be modeled, and use it to simulate a simplistic, coarse-grained DNA model.
The resulting DNA dynamics illustrate the power of the present framework.

Download: Lammps dynbond.tar.qz Instructions: http://lammps.sandia.qov/doc/Manual.html
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